The title compound belongs to the group of [3.2.2]-propellanes. Bond angles inside the cyclobutane and cyclobutene units involving the carbon atoms C1 and C2 are: C2)°.
Reaction of the alcohol with tetraboromomethane and triphenylphosphane led to the allylbromide which was finally reduced to the title compound using lithiumtriethylboron hydride.
Computing details
Data collection: P3-VMS (Siemens 1991); cell refinement: P3-VMS; data reduction: XDISK (PC Version 4.20.2; Siemens, 1991) ; program(s) used to solve structure: SHELXTL-Plus (Sheldrick, 1990) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: SHELXL97; software used to prepare material for publication: SHELXL97. as large as those based on F, and R-factors based on ALL data will be even larger.
Concerning the value of 45 degrees for theta_max. This value is correct; the data collection was originally performed for subsequent X-X electron density calculations, or multipole refinements, which are herewith not displayed.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 1.04606 (5) 0.07483 (8) (12) C4-C1-C7 121.26 (5) C1-C7-C8 103.76 (5) C4-C1-C2 86.07 (4) C1-C7-H7A 109.4 (6) C7-C1-C2 107.03 (4) C8-C7-H7A 110.9 (7) C4-C1-C6 114.85 (5) C1-C7-H7B 114.8 (6) C7-C1-C6 121.95 (5) C8-C7-H7B 112.0 (7) C2-C1-C6 89.81 (4) H7A-C7-H7B 106.0 (9) C3-C2-C9 120.98 (5) C7-C8-C9 105.56 (5) C3-C2-C1 85.93 (4) C7-C8-H8A 113.8 (7) C9-C2-C1 107.25 (4) C9-C8-H8A 113.7 (7) C3-C2-C5 114.64 (5) C7-C8-H8B 111.2 (7) C9-C2-C5 122.38 (5) C9-C8-H8B 107.6 (7) C1-C2-C5 89.93 (4) H8A-C8-H8B 104.9 (10) C4-C3-C10 134.17 (5) C2-C9-C8 103.67 (5) C4-C3-C2 94.16 (4) C2-C9-H9A 115.2 (6) C10-C3-C2 131.24 (5) C8-C9-H9A 111.0 (6) 
